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Quantum chemical ECD calculation of 1-4
Conformer databases of 1-3 were generated using the MMFF94S 1 force field. Conformers (ΔE 0~10.35 kJ/mol) conducted for optimizations were obtained by using density functional theory (DFT)
at the B3LYP/6-311+G(d) 2 level in the gas phase based on the well summarized reports [3] [4] [5] [6] [7] [8] Comparisons of the experimental and calculated spectra were done with the software SpecDis 12, 13 . It was also used to apply a UV shift to the ECD spectra, Gaussian broadening of the excitations, and Boltzmann weighting of the spectra. 
